Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.008 Å; R factor = 0.069; wR factor = 0.135; data-to-parameter ratio = 15.7. Bruker (2007). SMART and SAINT.
In the title compound, [K 2 (C 8 H 6 N 3 O 2 ) 2 (H 2 O)] n , each K + ion is seven-coordinated by one O atom from a bridging water molecule, five carboxylate O atoms and one N atom from a benzotriazole group, forming a distorted mono-capped octahedral geometry. In the crystal, the carboxylate groups act as bridging ligands, forming a two-dimensional polymer parallel to (001). The aqua ligand, which lies on a twofold rotation axis, forms intermolecular O-HÁ Á ÁO hydrogen bonds within these layers.
Related literature
For background and the synthesis, see: Hu et al. (2008) .
Experimental
Crystal data [K 2 (C 8 Table 1 Selected bond lengths (Å ).
Table 2
Hydrogen-bond geometry (Å , ).
O3-H3Á Á ÁO1 iv 0.87 (6) 1.87 (7) 2.729 (5) 167 (7) Symmetry code: (iv) x; y À 1; z.
Data collection: SMART (Bruker, 2007); cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
Figure 1
The asymmetric unit of the title complex showing 40% probability displacement ellipsoids for non-hydrogen atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq K1 0.62160 (7) (3) C7-C6-H6A 118.9 O2 i -K1-K1 ii 122.38 (7) C5-C6-H6A 118.9 O3-K1-K1 ii 39.22 (9) C6-C7-C8 115.9 (5) O2 ii -K1-K1 ii 76.91 (6) C6-C7-H7A 122.1 O2 iii -K1-K1 ii 120.90 (6) C8-C7-H7A 122.1 O1-K1-K1 ii 50.16 (7) N1-C8-C7 133.5 (4) N2-K1-K1 ii 103.29 (9) N1-C8-C3 104.0 (4) O1 ii -K1-K1 ii 42.14 (6) C7-C8-C3 122.4 (5) C1 ii -K1-K1 ii 55.66 (8) K1-O3-K1 ii 101.56 (17) C1 iii -K1-K1 ii 140.67 (8) K1-O3-H3 103 (4) K1 vi -K1-K1 ii 101.41 (4) K1 ii -O3-H3 120 (4) K1 vii -K1-K1 ii 101.41 (4) 
